Supplementary Table S3. List of
metabolites identified using 1D-GC-
Orbitrap-MS platform. HMDB,
PubChem, ChEBI, KEGG and METLIN
identifiers are provided with the raw
unprocessed peak abundance data.
Derivatized metabolites are highlighted
in vellow.

Metabolites Derivatized MSI Matchir Match HMDB

Groups Derivatized MSI Matchir Match HMDB
Cholesterol Yes Level 2 Cholesterol HMDB0000067
Adrenaline Yes Level 2 Epinephrine HMDB0000068
Citric acid Yes Level 2 Citric acid HMDB0000094
Glucose Yes Level 2 D-Glucose HMDB0000122
L-Glutamic acid Yes Level 2 L-Glutamic acic HMDB0000148
Hypoxanthine Yes Level 2 Hypoxanthine HMDB0000157
L-Alanine Yes Level 2 L-Alanine HMDB0000161
Proline Yes Level 2 L-Proline HMDB0000162
D-Mannose Yes Level 2 D-Mannose HMDB0000169
L-Lysine Yes Level 2 L-Lysine HMDB0000182
Serine Yes Level 2 L-Serine HMDB0000187
Lactic Acid Yes Level 2 L-Lacticacid HMDB0000190
L-Aspartic acid Yes Level 2 L-Aspartic acid HMDB0000191
L-Cystine Yes Level 2 L-Cystine HMDB0000192
Myoinositol Yes Level 2 myo-Inositol HMDB0000211
Taurine Yes Level 2 Taurine HMDB0000251
Sucrose Yes Level 2 Sucrose HMDB0000258
Pyroglutamic acid Yes Level 2 Pyroglutamic ac HMDB0000267
Xanthine Yes Level 2 Xanthine HMDB0000292
TRANS-2-BUTENE-1,4-DICARBOXY Yes Level 2 3-Hexenedioic : HMDB0000393
L-Arginine Yes Level 2 L-Arginine HMDBO0000517
ELAIDIC ACID Yes Level 2 Elaidic acid HMDBO0000573
Leucine Yes Level 2 L-Leucine HMDB0000687
Hippuric acid Yes Level 2 Hippuric acid HMDB0000714
OCTADECANOIC ACID Yes Level 2 Stearic acid HMDB0000827
L-valine Yes Level 2 L-Valine HMDB0000883
L-Tryptophan Yes Level 2 L-Tryptophan HMDB0000929
D-Glyceraldehyde Yes Level 2 Glyceraldehyde HMDB0001051
Gamma-Tocopherol Yes Level 2 Gamma-Tocop HMDB0001492
Benzoic Acid Yes Level 2 Benzoic acid HMDB0001870
Heptadecanoic acid Yes Level 2 Heptadecanoic HMDB0002259
Oxalic acid Yes Level 2 Oxalic acid HMDB0002329
Isomaltose Yes Level 2 Isomaltose HMDB0002923
Phenylethylamine Yes Level 2 Phenylethylami HMDB0012275
3-Methyl-2-buten-1-ol Yes Level 2 Prenol HMDB0030124
3,4-Methylenedioxymandelic acid Yes Level 2 NA NA

Glycerol 2-Phosphate Yes Level 2 NA NA
Myo-Inositol phosphate Yes Level 2 NA NA
4-aminomethylcyclohexane carboxvli Yes Level 2 NA NA

Palatinose Yes Level 2 NA NA
2-METHYLPENTADECANOIC ACID Yes Level 2 NA NA
trans-3-Hexen-1-ol Yes Level 2 NA NA
2-Deoxy-galactopyranose Yes Level 2 NA NA
6-Hydroxy-heptanoic acid Yes Level 2 NA NA
2-pyrrolidone carboxylic acid Yes Level 2 NA NA
D-glucofuranurono-6,3-lactone Yes Level 2 NA NA

Melibiose No Level 3 Melibiose HMDB0000048
O-Acetylcarnitine No Level 3 L-Acetylcarnitin HMDB0000201
3-methyl-2-oxovaleric acid No Level 3 3-Methyl-2-oxor HMDB0000491
Aminoadipic acid No Level 3 Aminoadipic ac HMDB0000510
NAD No Level 3 NAD HMDB0000902
Diaminopimelic acid No Level 3 Diaminopimelic HMDB0001370
OCTANE No Level 3 Octane HMDBO0001485
L-Norleucine No Level 3 L-Norleucine  HMDB0001645
Caffeine No Level 3 Caffeine HMDB0001847
Aspartame No Level 3 Aspartame HMDBO0001894
Ranitidine No Level 3 Ranitidine HMDB0001930
(4-METHOXYPHENYL)ACETIC ACIC No Level 3 4-Methoxyphen HMDB0002072
Thiamine monophosphate No Level 3 Thiamine monc HMDB0002666
Glutathione disulfide No Level 3 Oxidized glutatt HMDB0003337
Atorvastatin No Level 3 Atorvastatin HMDB0005006
Pantoprazole No Level 3 Pantoprazole HMDB0005017
Gamma-terpinene No Level 3 Gamma-terpine HMDB0005806
Decanal No Level 3 Decanal HMDB0011623
Bis(3-Aminopropyl)amine No Level 3 Norspermidine HMDB0011634
Valsartan No Level 3 Valsartan HMDB0014323
Erythromycin No Level 3 Erythromycin  HMDB0014344
Timolol No Level 3 Timolol HMDB0014517
Sulpiride No Level 3 Sulpiride HMDBO0014535
Ritonavir No Level 3 Ritonavir HMDBO0014646
Nafcillin No Level 3 Nafcillin HMDBO0014745
Oxacillin No Level 3 Oxacillin HMDB0014851
Etodolac No Level 3 Etodolac HMDB0014887
Irbesartan No Level 3 Irbesartan HMDB0015163
Atazanavir No Level 3 Atazanavir HMDB0015205
Capecitabine No Level 3 Capecitabine HMDB0015233
Dexamethasone No Level 3 Dexamethason HMDB0015364
Darunavir No Level 3 Darunavir HMDB0015393
6-Undecanone No Level 3 6-Undecanone HMDB0030943
ISOBUTYRALDEHYDE No Level 3 2-Methylpropar HMDB0031243
1-NONENE No Level 3 1-Nonene HMDB0031270
3,3-Dimethylhexane No Level 3 3,3-Dimethylhe HMDB0031418
UNDECANE No Level 3 Undecane HMDBO0031445
Diazinon No Level 3 Diazinon HMDB0032943
METHYL BENZOATE No Level 3 Methyl benzoat HMDB0033968
ISOPROPYLBENZENE No Level 3 Isopropylbenze HMDB0034029
P-MENTHAN-4-OL No Level 3 p-Menthan-4-ol HMDB0035726
1-Naphthylamine No Level 3 1-Naphthylamir METPA1135
1-(2-(3-CYCLOHEXENYL)ETHYL)SII No Level 3 NA NA
1,3,5-Triazine-2,4,6(1H,3H,5H)-trione No Level 3 NA NA
10-Heneicosene No Level 3 NA NA

1-Heptene, 6-methyl- No Level 3 NA NA
1-OCTYLSILATRANE No Level 3 NA NA
2,2,5-Trimethyl-thiazolidine No Level 3 NA NA
2,2-Dimethyl-3-heptene trans No Level 3 NA NA
2,2-DIMETHYLBUTANE No Level 3 NA NA
2,4-DIMETHYL-1-HEPTENE No Level 3 NA NA
2,4-DIMETHYLPENTANE No Level 3 NA NA
2-Guanidinobenzimidazole No Level 3 NA NA
2-Phenyl-4-methoxycarbonyl-6-meth' No Level 3 NA NA

PubChen ChEBI
PubChen ChEBI
1.1E+07 1307929 C00187

5816
31
5793
33032
790
5950
145742
18950
5962
5951
107689
5960
67678
NA
1123
5988
7405
1188
5351896
6322
445639
6106
464
5281
6287
6305
751
14986
243
10465
971
439193
1001
1173
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
440658
1
47
469
5893
439283
356
21236
2519
134601
3001055
7690
3382778
975
60823
4679
7461
8175
5942
60846
12560
5478
5355
392622
8982
6196
3308
3749
148192
60953
5743
213039
13561
6561
31285
11233
14257
3017
7150
7406
574674
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA

28918
30769
4167
16015
17368
16977
17203
4208
18019
17115
422
17053
16283
17268
15891
17992
18183
17712
86952
16467
27997
15603
18089
28842
16414
16828
5445
298402
30746
32365
16995
28189
18397
16019
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
28053
NA
35932
37024
15846
16026
17590
18347
27732
2877
8776
55501
37574
17858
2910
7915
10577
31457
16841
9927
42355
39465
32168
NA
7447
7809
4909
5959
37924
31348
41879
367163
NA
48943
77443
132182
46342
34682
72775
34656
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA

KEGG
KEGG

C00788
C00158
C00031
C00025
C00262
C00041
C00148
C00159
C00047
C00065
C00186
C00049
C00491
C00137
C00245
C00089
C01879
C00385

C00062
C00712
C00123
C01586
C01530
C00183
C00078
C02154

C00180

C00209
C00252
C05332
C01390
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
C05402
C02571
C03465
C00956
C00003
C00666
C01387
C01933
C07481
C11045
D00673

C01081
Co00127
C06834
C11806
C09900
C12307
C03375

C01912
C07141

C07240
C07250
C07334
C06991
C07469

C12650
C15643

C03219
C08452

C14324

C14396

C14790
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA

METLIN S6 1 UFS6 2 UFS6 3 UFS7 4 UFS7 5 UFS7 6 UFS8 7 UFS8 8 UFS8_9_UF

METLIN S6
163 9.1E+08
5127 1.9E+08
124 5.5E+08
133 1.4E+10
5174 1.3E+08
83 NA
NA 1.5E+08
29 NA
NA 4.9E+10
5200 4.8E+09
5203 1.7E+09
5205 2.1E+10
5206 NA
5207 NA
5221 4.3E+08
31 1.9E+08
137 1.8E+08
3251 NA
82 2E+07
5382 NA
5502 NA
3406 1.8E+08
24 NA
1301 6.5E+07
189 1.6E+09
5842 2.2E+09
5879 1.1E+09
4176 2.8E+10
6276 NA
1297 6.3E+08
6578 4.8E+07
113 1.7E+10
412 4.2E+07
NA 5.7E+07
NA 2.3E+07
NA 5457663
NA 21E+08
NA 7071434
NA 2.5E+09
NA 1.3E+09
NA 2.2E+09
NA 1.9E+07
NA NA
NA NA
NA 4.2E+07
NA 4693441
3478 3916967
5213 5.6E+07
5478 1.3E+07
5496 3.8E+07
5858 NA
352 NA
6270 2E+08
6334 NA
1455 4738071
6377 3.8E+07
2249 1.2E+07
6472 5.9E+09
3488 NA
6893 1.9E+07
1136 NA
1697 NA
NA 1.8E+08
NA 6.3E+07
NA 2885569
NA 4.3E+07
NA 4.1E+07
NA NA
NA NA
NA 2.5E+07
NA NA
NA 3.4E+08
NA NA
NA 3974689
NA 1E+07
NA 2.9E+07
NA 2.4E+08
NA 1.9E+09
NA 3.3E+07
NA 31E+07
NA 7.6E+07
NA 4E+08
NA 5.9E+08
NA NA
NA 4.9E+07
NA 2923493
NA 4.2E+08
NA 2003823
NA 7.4E+09
NA 6.8E+07
NA 3.8E+08
NA 4.1E+07
NA 1.2E+09
NA 1.8E+07
NA 2.2E+08
NA 2E+08
NA 6.8E+07
NA 7671722
NA 2165257
NA 2305855

S6
9.1E+08
2.3E+08
5.2E+08
NA
3.2E+08
2.1E+07
1.2E+08
NA
2.8E+10
5.2E+09
1.7E+09
2E+10
1.3E+08
8E+07
NA
2.5E+08
1.7E+08
4.1E+09
2.1E+07
5.1E+09
NA
1.7E+08
NA
5.8E+07
1.7E+09
2.3E+09
1.1E+09
2.7E+10
1.3E+07
6.8E+08
4.7E+07
2E+10
4.1E+07
5.4E+07
2E+07
2.5E+07
2E+08
6675000
2.4E+09
1.5E+09
2.2E+09
1.8E+07
NA
NA
2.9E+07
4609035
4248091
NA
NA
NA
5.7E+07
4E+09
1.9E+08
NA
NA
3.6E+07
1.2E+07
5.7E+09
6499980
1.3E+07
7797528
6.1E+07
2E+08
NA
2861246
4E+07
4E+07
6791148
1.1E+08
9539055
1.1E+07
3.2E+08
7472944
NA
1.4E+07
2.9E+07
NA
5.3E+07
3.1E+07
2.8E+07
7.2E+07
2.8E+08
5.5E+08
6627596
5.2E+07
4804117
3.7E+08
NA
1.2E+09
7.6E+07
3.7E+08
BE+07
7.1E+09
1.4E+07
1.4E+08
1.9E+08
TE+07
1.1E+08
1.8E+07
1799168

S6
9.3E+08
2.7TE+08
5.4E+08
NA
3.4E+08
2.5E+07
1.1E+08
1.7E+07
2.9E+10
5.2E+09
1.7E+09
2E+10
1.3E+08
8.3E+07
4.8E+08
2.8E+08
4.4E+08
NA
2.2E+07
5.2E+09
6.2E+07
1.9E+08
1.2E+09
5.4E+07
3.5E+09
2.4E+09
1.2E+09
2.7E+10
1.3E+07
6.7E+08
4.9E+07
2.2E+10
4.1E+07
6.5E+07
21E+07
1.3E+09
2E+08
6682368
2.6E+09
1.5E+09
2.4E+09
1.7E+07
2.3E+08
NA
NA
NA
4308994
NA
1.3E+07
4.6E+07
5.6E+07
4.3E+09
1.9E+08
NA
3551924
3.7E+07
1.1E+07
5.9E+09
7005803
1.2E+07
7942953
7.9E+07
7061003 NA
6.2E+07 6.1E+07
2929249 2695537
3.9E+07 4.6E+07
4.4E+07 3.7E+07
2893043 1.5E+07
7288558 1.8E+07
3.3E+07 1.3E+07
1.1E+08 1.7E+08
2.9E+08 1.9E+07
7559636 5234742
NA 2708084
1.6E+07 2.5E+08
2.7TE+07 2.3E+07
2.5E+08 1.9E+08
5.8E+07 1.7E+09
3.3E+07 2.9E+07
NA 2.8E+07
1.3E+08 2.1E+08
2.8E+08 3.2E+08
5.6E+08 6.5E+08
4957240 8098247
5.3E+07 4.5E+07
3280915 NA
3.7E+08 4.2E+08
NA NA
1.2E+09  7E+08
9.2E+07 8.3E+07
3.8E+08 3.7E+08
5.7E+07 6.9E+07
6.9E+09 7.3E+09
1.6E+07 2.5E+07
21E+08  7E+07
1.3E+08 5.7E+07
7.5E+07 2.4E+07
6E+07 9.1E+07
1.8E+07 1.8E+07
2164783 6860985

87
8.9E+08
NA
5.1E+08
1.9E+10
3.2E+08
2.3E+07
1.4E+08
1.8E+09
2.8E+10
5.2E+09
1.7E+09
21E+10
1.3E+08
8.9E+07
4.7E+08
1.9E+08
NA
4.8E+09
21E+07
6.3E+09
NA
NA
1.2E+09
NA
7.2E+08
24E+09
1E+09
2.9E+10
1.4E+07
5.9E+08
NA
41E+10
4.6E+07
6.5E+07
NA
1.3E+09
2E+08
6264256
2.5E+09
1.8E+09
1.6E+09
NA
1.6E+08
1.8E+07
4.8E+07
3995560
NA
5.2E+07
NA
NA
BE+07
NA
NA
5124553
3816361
3.8E+07
1.3E+07
6.2E+09
NA
1.5E+07
5587547
8.5E+07

s7
1.1E+09
5.1E+08
5.5E+08
21E+10
3.5E+08
2.6E+07
1.6E+08
2.5E+07
4.9E+10
5.6E+09
1.8E+09
21E+10
1.3E+08
1E+08
5E+08
2.5E+08
4.6E+07
5.1E+09
2.3E+07
6.3E+09
NA
NA
1.3E+09
6.6E+07
9.2E+08
2.6E+09
1.1E+09
2.9E+10
1.5E+07
6.4E+08
2E+07
2.9E+10
5.2E+07
NA
2.3E+07
1.3E+09
2.2E+08
6712640
2.5E+09
2E+09
1.7E+09
NA
NA
1.6E+07
2.3E+07
NA
4309848
5.2E+07
1.3E+07
1.7E+07
5.7E+07
NA
NA
NA
3993027
3.8E+07
NA
6.4E+09
NA
1.2E+07
6049435
8.7E+07
2.1E+08
6.5E+07
3377221
4.5E+07
4.3E+07
2863050
4.9E+07
2E+07
NA
NA
5211833
2632018
3.5E+08
2.7E+07
21E+08
1.5E+09
NA
NA
8.1E+07
3.1E+08
6.4E+08
7857030
NA
3486657
4.1E+08
4.7E+07
1.2E+09
1E+08
3.9E+08
6.9E+07
1.8E+08
3.3E+07
2.2E+08
3.9E+07
6.6E+07
1.1E+07
1.9E+07
6892970

s7
1E+09
2.4E+08
5.5E+08
21E+10
3.6E+08
2.4E+07
1.5E+08
NA
4.9E+10
6.3E+09
1.8E+09
2E+10
1.4E+08
1E+08
4.9E+08
2.9E+08
4.6E+07
4.6E+09
2.2E+07
B6E+09
5.9E+07
2E+08
NA
4.8E+07
8.6E+08
2.6E+09
1.1E+09
2.9E+10
1.5E+07
6.6E+08
NA
1.8E+10
5.1E+07
NA
NA
24E+07
2.2E+08
6694896
2.5E+09
2.1E+09
1.8E+09
9497036
1.7E+08
1.6E+07
3.3E+07
4790351
NA
NA
NA
4.3E+07
5.5E+07
NA
NA
4.8E+07
3849734
NA
NA
6.3E+09
6967502
1.5E+07
6211828
71E+07
2.1E+08
6.4E+07
2890119
NA

S8
1E+09
2.3E+08
5.1E+08
2.3E+10
3.2E+08
1.7E+07
1.4E+08
5.8E+07
2.9E+10
5.7E+09
1.6E+09
2.1E+10
1.2E+08
9.2E+07
4E+08
2.8E+08
1.1E+08
3.9E+09
2.3E+07
4.9E+09
6.2E+07
1.9E+08
3.9E+07
4.4E+07
7.3E+08
24E+09
9.5E+08
2.7E+10
1.1E+07
6.1E+08
1.8E+07
24E+10
3.5E+07
6.7E+07
24E+07
1.2E+09
2.1E+08
6685726
2.5E+09
2.1E+09
1.5E+09
9210100
1.7E+08
NA
NA
NA
NA
5.3E+07
1.3E+07
4.1E+07
5.7E+07
3.8E+09
6.4E+08
3.1E+07
NA
6.3E+07
1.2E+07
5.7E+09
1.4E+07
1.7E+07
NA
TE+07
1.9E+08
71E+07
3613402
3.9E+07

S8
9.9E+08
8.1E+07
NA
NA
3.5E+08
1.9E+07
1.6E+08
6.2E+07
3E+10
6.3E+09
1.7E+09
2E+10
1.3E+08
9.9E+07
4.1E+08
3E+08
1E+08
4E+09
2.3E+07
5E+09
6.1E+07
1.9E+08
1.2E+09
5.6E+07
9.1E+08
2.4E+09
1E+09
NA
1.1E+07
6.3E+08
1.9E+07
3.5E+09
3.4E+07
7.4E+07
2.3E+07
1.2E+09
2.3E+08
7105143
2.3E+09
2.2E+09
1.7E+09
9575341
NA
1.5E+07
NA
NA
NA
5.1E+07
NA
3.7E+07
5.6E+07
3.8E+09
NA
3.2E+07
4146263
6.3E+07
NA
5.9E+09
1.4E+07
1.3E+07
3142783
9.4E+07
2E+08
NA
3677544
3.8E+07

4.4E+07 4168671 6274573

NA
1.8E+09
2.9E+07
NA
NA
NA
3178186
3.2E+08
2.8E+07
2E+08
NA
3.3E+07
2.8E+07
1.1E+08
3.1E+08
6.3E+08
7852492
5.3E+07
2960794
4.1E+08
NA
7.3E+09
7.5E+07
4.1E+08
TE+07
1.2E+09
6833760
1.5E+08
1.5E+09
1.9E+08
1.2E+08
1.2E+07
6824553

NA
1.1E+08
7170405
1.6E+08
1.7E+07
3.7E+07
2708064
2.9E+08
2.8E+07
2.3E+08
1.8E+09
3.3E+07
2.8E+07
71E+07
2.8E+08
NA
8927900
5.4E+07
5830636
4.4E+08
3024384
1.2E+09
5.9E+07
1.2E+08
6.4E+07
7.4E+09
1.9E+07
1.3E+08
1.1E+09
5.3E+07
4.4E+08
2E+07
5394494

NA
1.8E+09
2.9E+08
1.4E+07
1.8E+07
3125976
2117087
3.7E+08
2.8E+07
1.8E+08
1.1E+07
3.2E+07
2.7E+07
8.7E+07
5E+08
NA
7835339
NA
NA
4.2E+08
3135438
1.2E+09
TE+07
4E+08
6.8E+07
4.4E+07
7238103
1.6E+08
8.1E+07
4.8E+07
8.2E+07
2E+07
2456906

S8
1E+09
2.7E+08
5E+08
2.1E+10
3.5E+08
1.8E+07
1.4E+08
NA
2.9E+10
6.4E+09
1.7E+09
2E+10
1.3E+08
9.8E+07
4.7E+08
3.3E+08
1E+08
NA
21E+07
4.9E+09
6.4E+07
1.9E+08
2.5E+09
4.7E+07
9.8E+08
24E+09
9.9E+08
2.6E+10
1.2E+07
6.9E+08
2E+07
3.6E+09
3.4E+07
7.2E+07
2.3E+07
2.3E+07
2.2E+08
6703331
24E+09
2E+09
NA
NA
1.6E+08
1.5E+07
NA
4654561
3795444
NA
1.2E+07
NA
5.6E+07
3.7E+09
1.9E+08
3.1E+07
4388879
3.6E+07
6771518
5.6E+09
NA
1.7E+07
3287253
8.8E+07
2E+08
6.9E+07
3125232
3.1E+07
1E+07
1.1E+07
8037962
7724299
NA
2.9E+08
NA
NA
2.5E+08
2.6E+07
2.4E+08
1.8E+09
3.2E+07
NA
9.1E+07
3E+08
NA
7720979
6.1E+07
2503641
4.2E+08
1990888
7.3E+09
5.1E+07
4E+08
4.7E+07
1.2E+09
1.1E+07
1.5E+08
1.6E+09
5.6E+07
6E+07
2E+07
6988788



3,3-DIMETHYL-1-BUTENE No

3,4,5-TRIMETHYLPYRAZOLE No
3-Ethyl-3-methylheptane No
3-ETHYLPENTANE No

4-Octene, 2,3,7-trimethyl-, [S-(E)]- No
8-benzyl-9,10-dimethoxy-5,8-dihydro- No

Acetyl-sulfamethoxazole No
Allocryptopine No
Benthiavalicarb-isopropyl No
Benzaldehyde, 2-ethyl- No

Benzene, 1,3-bis(benzyloxy)-5-(2-nitr No
Butylphosphonic acid, decyl 4-(2-phe No
CIS-2-HEXENE No
CIS-4-NONENE No
Cyclopropane, (1,2-dimethylpropyl)- No
Ethaneperoxoic acid, 1-cyano-1-[2-(2 No

Man5GIcNAc-II No
N,N'-Dimethyl-N,N'-dioctadecyl-ethar No
N4-Acetylsulfadiazine No
Phosphatidylcholine 18:0-18:1 No
Pirimiphos-methyl No
Thermopsoside, crotonoyl No
trans-Zeatin No
(4-Methyl-piperidin-1-yl)-acetic acid, r No
2-METHYL-1-PENTENE No
4-Octene, 2,3,6-trimethyl- No
CIS-3-HEXENE No
Heptane, 4-methylene- No
Hexane, 3,3-dimethyl- No
TERT-BUTANE No

1,4-DIMETHYLCYCLOHEXANE No
1,7-Dimethyl-4-(1-methylethyl)cyclod No
2,2,4-TRIMETHYLPENTANE No
3-Sialyllactose No
4,4'-Methylen-bis(2-methyl aniline)  No
5-TERT-BUTYL-3,3-DIMETHYL-1-IN No

9-Eicosene

BENZALDEHYDE DIBUTYL ACETAL No
CIS-4-OCTENE No
CYCLOOCTENE No
Cyclopropane, (R,R)-1-((Z)-hex-1'-en No
Decane, 3-ethyl-3-methyl- No
ETHYLCYCLOHEXANE No
Hexazinone No

I-Leucine, N-(2-methoxyethoxycarbor No
I-Norleucine, N-neopentyloxycarbony No

Mesotrione No
Nicosulfuron No
Phosphatidylcholine 17:1-22:6 No

Phosphatidylethanolamine 18:0-22:3 No
Propanoic acid, dimethyl(isopropyl)sil No
Triadimefon

(4S,58)-4,5-BIS-(HYDROXYMETHYL No
1,2-Dimethyl-4-tertbutyl-6-cyclopenty No
1,5-Benzoxazepin-4(5H)-one, 2,3-dih No

1,5-Diphenylhex-3-ene No
1-Azetidinecarboxaldehyde, 2,2,4,4-tt No
1H-Benzimidazole, 1-ethyl- No

2,2,4,4,6,8,8-HEPTAMETHYLNONAI No
2,2,5-TRIMETHYLHEXANE No
2,3,4-TRIMETHYLPENTANE No
2-Methyl-N-(1-methylethylidene)-4-[(* No
3,5-DIMETHYLPYRAZOLE No

3-Hexene, 2,2-dimethyl-

5-(2-Naphthyloxymethyl)-3-(O-tolyl)-2 No
6-AMINOFLAVANONE No
Alanine, N-methyl-N-(2-methoxyetho: No
Benzeneacetaldehyde, I+,2,5-trimeth No
Cyclopentane, 1-pentyl-2-propyl- No

Diglyme No
d-Proline, N-(2-methoxyethoxycarbor No
Hexane, 2,3,4-trimethyl- No

Kinetin-9-riboside

L-Alanine, N-[N-[N-(3-pyridinylmethyl No
|-Alanine, N-ethoxycarbonyl-, undec-" No
I-Leucine, n-butoxycarbonyl-N-methy No
Trientine No
2-(2-Hydroxyethylamino)pyrimidine  No
2,2-Diethyl-2-sila-1,3-dioxacyclohexal No

2,3-DIMETHYLBUTANE No
2-Octyl-4-isothiazolin-3-one No
3-BENZOYLINDOLE No
4-Coumaroylcholine No
7-HDoHE No
Benzofuran, 3-methyl-2-(1-methyleth No
Cyclopentane, 1,1,3-trimethyl- No
Decane, 3,3,5-trimethyl- No
Demethoxycentaureidin 7-O-rutinosid No
Dihydrostreptomycine No
d-Proline, N-ethoxycarbonyl-, isohexy No
Formamide, N,N-dimethyl- No
Formiminoaspartate No
Isonicotinic acid N'-(piperidine-1-carb No
Michler's ketone No
N-PIPEROYL-N-ETHYLANILINE No
Pentane, 3,3-dimethyl- No
Phosphatidylcholine 14:0-16:0 No
Quinoxaline, 6-methyl-2-phenyl- No

Tricyclo[3.2.1.0(2,4)loct-6-ene, 3-(2-r No
Uniconazole No

Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3
Level 3

NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA

NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA

NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA

NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA

NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA

NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA
NA

2.4E+08
1.2E+07
2.5E+07
2.6E+08
4.9E+07
3659325
2.5E+08
5.1E+07
24E+07
3E+08
1.7E+07
9279483
1.1E+08
2.2E+07
5.3E+08
4.8E+10
2E+07
24E+08
1.7E+08
1.1E+08
4.1E+08
8.3E+07
3.5E+09
5.1E+07
1.2E+08
5E+08
1.3E+08
21E+07
6.6E+07
1.7E+08
7665236
1.1E+08
1.6E+07
9663412
2.6E+07
6.2E+07
4.1E+08
1.3E+09
1E+08
NA
1.6E+07
1.5E+07
7.8E+07
1.3E+07
1.3E+07
6.3E+08
2.5E+07
1.3E+07
1.4E+07
21E+08
2.3E+07
4213958
3.2E+07
NA
NA
3800299
NA
24E+07
5041600
2818708
3868407
NA
NA
NA
7163367
2559305
NA
NA
3.6E+07
2.2E+07
NA
3E+08
2.8E+07
1.3E+07
1.3E+07
NA
7479211
NA
2.2E+07
3.1E+08
1.5E+07
2.4E+07
2.2E+08
NA
NA
NA
NA
1.2E+08
3.3E+07
9693810
NA
9.4E+07
NA
NA
NA
NA
NA
1.8E+07
1.1E+07
NA

1.1E+09
4.5E+07
4.6E+07
3.1E+08
4.2E+08
4002384
2.3E+08
5.5E+07
2.2E+07
2.8E+08
1.7E+07
8600716
1.4E+08
1E+08
5E+08
4.6E+10
1.8E+07
3.1E+08
1.6E+08
1E+08
3.7E+08
7.5E+07
2E+07
4.6E+07
1.5E+08
4.9E+08
1.1E+08
6.3E+07
1.2E+08
NA
1.6E+07
NA
NA
NA
2.3E+07
6E+07
NA
1.2E+09
NA
NA
1.7E+07
4.5E+08
5.7E+07
1.3E+07
NA
NA
1.9E+07
1.3E+07
1.1E+07
NA
TE+07
4112838
NA
5984629
NA
NA
2.5E+07
NA
NA
NA
9490173
5914421
1.1E+08
4.8E+07
NA
2468503
7925961
4.7E+08
3.5E+07
2E+07
NA
7.2E+08
2.7E+07
1.9E+07
1.3E+07
4.7E+08
7493169
NA
4.4E+07
NA
1.1E+07
NA
1.7E+07
NA
NA
9.5E+07
2.2E+07
1.2E+08
NA
1.9E+07
NA
1E+08
NA
NA
2.5E+07
3.2E+07
NA
1.8E+07
NA
3.7E+08

1.3E+09
1.2E+07
4.2E+08
4E+07
4.2E+08
5221136
2.5E+08
5.7E+07
2.2E+07
2.8E+08
1.7E+07
8277948
1.4E+08
2.3E+07
5.1E+08
4.8E+10
1.7E+07
3E+08
3.8E+08
1E+08
3.7E+08
8.3E+07
3.5E+09
4.8E+07
1.6E+08
4.9E+08
1.3E+08
1.9E+07
4E+08
1.6E+08
1.3E+07
1.5E+08
3.2E+08
NA
2.5E+07
6.1E+07
4.1E+08
3.3E+07
1.2E+07
9.5E+07
NA
NA
NA
1E+07
1.3E+07
4.3E+08
NA
5281677
1.3E+07
NA
NA
5501492
2.8E+07
NA
NA
NA
NA
1.7E+07
NA
8082586
NA
3386619
1.2E+08
5.8E+07
8402831
NA
6593022
4.7E+08
NA
NA
1.2E+07
NA
2.9E+07
NA
1.3E+07
NA
NA
9298534
2.4E+07
NA
NA
NA
1.9E+08
1.4E+08
1E+07
NA
NA
NA
4.3E+07
NA
NA
9.5E+07
8660052
1.5E+07
2.4E+07
9.7E+07
NA
NA
NA
4E+08

8.6E+08
1.2E+07
8005296
4.8E+08
4.7E+08
4104631
2.6E+08
5E+07
3.8E+07
3.1E+08
1.8E+07
7365887
2.6E+07
4.2E+07
5.8E+08
5.5E+10
1.5E+07
24E+08
1.4E+08
1.1E+08
4.5E+08
7AE+07
3.7E+09
NA
5.4E+07
5.5E+08
1.6E+08
6832074
2.6E+08
1.8E+08
4.2E+07
NA
3293851
1443082
1.8E+07
5.6E+07
3.8E+08
3E+07
3.2E+07
9.4E+07
NA
NA
2.2E+08
1.1E+07
1.2E+07
5.5E+08
1.5E+08
4480822
NA
2.2E+08
NA
6250151
3.3E+07
NA
5195999
2894064
2.7TE+07
NA
1559520
4533583
5.9E+07
6803867
8.6E+07
NA
1.1E+07
2593061
1.1E+07
4.9E+08
NA
NA
1.2E+07
5.7E+08
NA
NA
2.5E+07
5.1E+08
4.6E+07
7296024
NA
NA
NA
2.5E+07
1.9E+07
NA
1.1E+07
9.3E+07
1.6E+07
NA
2.1E+07
1.5E+07
1.1E+07
NA
9225291
NA
NA
1.4E+08
NA
1.7E+07
1.2E+07
3.3E+08

4.3E+08
1.2E+07
2.8E+07
5.1E+07
4.7E+08
5093648
2.6E+08
5.2E+07
2.9E+07
3.1E+08
2E+07
9800902
2E+08
2.4E+07
5.7E+08
4.5E+10
1.8E+07
1.9E+08
4.1E+08
1E+08
4.5E+08
7.4E+07
4E+09
4.7E+07
1.1E+08
5.5E+08
1.7E+08
1.8E+07
NA
1.8E+08
5957526
1.1E+08
4.5E+08
1520589
NA
NA
4.1E+08
NA
NA
9.1E+07
1.7E+07
7AE+07
9.7E+07
1.1E+07
1.4E+07
6E+08
1.6E+07
5101759
1.6E+07
2.4E+08
2E+07
6969679
NA
6352610
5729162
NA
2.5E+07
21E+07
1332087
NA
NA
6488762
1E+08
NA
1.2E+07
NA
NA
5E+08
3.6E+07
2.2E+07
1.5E+07
NA
NA
1.4E+07
NA
5.3E+08
NA
NA
NA
9924753
NA
NA
NA
2852880
NA
NA
1.8E+07
1.8E+08
2.4E+07
NA
1.2E+07
1.1E+08
9406994
NA
2.2E+07
NA
2968836
1.8E+07
NA
3.6E+08

3.6E+08
2.7E+07
1.6E+07
4.1E+08
4.6E+08
5511496
2.2E+08
5.5E+07
3.2E+07
3.1E+08
2E+07
9796740
2.7E+07
2.5E+07
5.7E+08
2E+08
1.7E+07
3.4E+07
3.7E+08
9.9E+07
4.3E+08
7.6E+07
4.3E+09
4.7E+07
8.3E+07
5.4E+08
1.5E+08
5.5E+07
4.2E+08
1.8E+08
3.7E+07
1.7E+08
1.4E+07
1479618
1.9E+07
5.8E+07
NA
1.3E+09
2.3E+07
2.2E+08
1.7E+07
1.6E+07
1.6E+08
NA
1.2E+07
TE+08
1.9E+07
5063212
1.5E+07
24E+08
3.2E+07
NA
3.2E+07
6460890
6031727
4255880
NA
2E+07
2298977
NA
NA
NA
NA
4.5E+07
1.3E+07
2677037
1E+07
4.9E+08
3.5E+07
NA
1.6E+07
NA
2.6E+07
1.5E+07
NA
5.2E+08
NA
7803331
1.1E+07
1.7E+07
1.1E+07
2.5E+07
1.4E+08
1.2E+08
NA
NA
2.1E+07
NA
3.2E+07
NA
1.2E+07
1.2E+08
NA
2.5E+07
NA
1.2E+08
3036821
1.8E+07
NA
3.5E+08

4.6E+08 1.4E+09
1.1E+07 1.1E+07
2.6E+07 2.7E+07
9.2E+07 5.1E+08
5.3E+08 5.3E+08
4066589 5469075
21E+08 2E+08
4.6E+07 1.1E+07
2.8E+07 2.8E+07
3E+08 2.9E+08
1.8E+07 1.9E+07
7429372 7328448
29E+07  3E+07
1.8E+08 1.6E+08
5.7E+08 5.7E+08
2.2E+08 1.7E+08
1.5E+07 1.4E+07
2E+08 4.4E+07
1.5E+08 3.3E+08
9.4E+07 9.3E+07
4E+08 4.2E+08
7.4E+07 7.2E+07
4.2E+09 4.4E+09
4.4E+07 4.4E+07
NA 2.6E+07
5.1E+07 NA
1.4E+08 1.6E+08
1.9E+07 NA
3.1E+08  3E+08
1.8E+08 1.8E+08
NA 1E+08
7.5E+07 1.1E+08
6768687 NA
1657694 1715479
NA 1.4E+07
5.5E+07 NA
4.2E+08 4.2E+08
2.9E+07 2.8E+07
2.3E+07 2.6E+07
5.9E+07 1.9E+08
1.5E+07 1.6E+07
1.5E+07  2E+07
2E+08 7680658
1.2E+07 1.1E+07
1.2E+07 1.1E+07
NA 5.1E+09
NA 2.3E+07
NA NA
2E+07 NA
2.3E+08 2.3E+08
S5E+07 4.8E+07
9913231 NA
3.4E+07 NA
5228761 5178822
4290732 4628333
3297998 3276160
2.7E+07 2.5E+07
2.5E+07 2.1E+07
1574529 1442539
2675870 4477493
3.3E+07 3022275
NA 5261409
8.2E+07 NA
1.4E+07 7333685
NA NA
1667311 2030048
1.1E+07 NA
NA 4.8E+08
3.6E+07 3.6E+07
2.2E+07 2.1E+07
NA 1.4E+07
5.5E+08 5.7E+08
NA 3136071
NA 1E+07
1.7E+07 NA
5.6E+08 NA
8460066 8196066
NA 8806443
1.9E+07 NA
NA 2.8E+07
1.4E+07 NA
2.5E+07 NA
NA NA
NA 2.5E+07
1.1E+07 1.4E+07
2.5E+07  1E+08
2.2E+07 NA
NA 1.7E+08
NA NA
1.7E+07 NA
1.5E+07 1.4E+07
NA NA
NA 8079738
3177682 1.6E+07
2.6E+07 NA
NA NA
2645554 2793997
NA NA
9770744 9618436
NA NA

4.4E+08
1.1E+07
2.2E+08
4E+07
5.2E+08
5485907
1.7E+08
4.5E+07
24E+07
2.9E+08
1.7E+07
7561905
1.7E+08
2.4E+07
5.7E+08
2.3E+10
1.4E+07
2.1E+08
1.3E+08
9E+07
3.8E+08
7.4E+07
4.4E+09
4.4E+07
1.2E+08
5E+07
NA
5478675
9.4E+07
1.7E+08
NA
2.5E+07
3029720
1702627
1.5E+07
5.4E+07
4.2E+08
NA
3.1E+07
1.8E+08
1.6E+07
1.6E+07
NA
NA
NA
6E+08
1E+07
1.2E+07
5722174
2.2E+08
4.2E+07
1.4E+07
3E+07
5238520
5458843
3484142
2.4E+07
NA
NA
1.1E+07
6008643
6416756
9.7E+07
4.7E+07
3538166
NA
8957817
NA
NA
21E+07
1.4E+07
2.2E+08
2.6E+07
1.6E+07
1.7E+07
5.3E+08
8355490
7068571
NA
5.4E+08
1.4E+07
6632644
NA
2.7E+07
1.1E+07
9.8E+07
NA
1.6E+08
NA
1.7E+07
NA
NA
7606218
1.5E+07
2.4E+07
3.4E+07
3849780
NA
9459863
NA



